Key indicators: single-crystal X-ray study; T = 123 K; mean (C-C) = 0.002 Å; R factor = 0.044; wR factor = 0.115; data-to-parameter ratio = 15.9.
Related literature
For herbicidal properties of amicarbazone and for its preparation, see: Dayan et al. (2009); Diehr (1998) . For related structures, see: Crockett et al. (2004) ; Dupont et al. (1991) ; Heng et al. (2006) . For standard bond lengths, see: Allen et al. Refinement R[F 2 > 2(F 2 )] = 0.044 wR(F 2 ) = 0.115 S = 1.05 7959 reflections 499 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.33 e Å À3 Á min = À0.28 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Secondary atom site location: difference Fourier map Hydrogen site location: inferred from neighbouring sites H atoms treated by a mixture of independent and constrained refinement w = 1/[σ 2 (F o 2 ) + (0.0642P) 2 + 0.6558P] where P = (F o 2 + 2F c 2 )/3 (Δ/σ) max < 0.001 Δρ max = 0.33 e Å −3 Δρ min = −0.28 e Å −3 Special details Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
4-Amino-N-tert-butyl-5-oxo-3-(propan-2-yl)-1H-1,2,4-triazole-1-carboxamide

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1A 0.51333 (8) 0.54857 (7) 0.27512 (6) 0.02404 (19) O2A 0.79068 (9) 0.61028 (9) 0.49492 (7) 0.0338 (2) N1A 0.40274 (9) 0.61234 (8) 0.39102 (7) 0.0195 (2) (7) 0.0221 (2) N4B 0.30260 (9) 0.82468 (8) 0.13967 (7) 0.0211 (2) N5B 0.12373 (10) 0.81232 (9) 0.04498 (7) 0.0258 (2) O2B 0.0252 (4) 0.0241 (4) 0.0314 (5) −0.0006 (3) 0.0015 (4) 0.0074 (4) N1B 0.0200 (5) 0.0179 (5) 0.0230 (5) 0.0025 (4) 0.0027 (4) 0.0027 (4) N2B 0.0236 (5) 0.0193 (5) 0.0302 (6) −0.0007 (4) 0.0045 (4) 0.0040 (4) N3B 0.0222 (5) 0.0221 (5) 0.0220 (5) 0.0042 (4) −0.0005 (4) 0.0051 (4) N4B 0.0208 (5) 0.0220 (5) 0.0205 (5) 0.0020 (4) 0.0003 (4) 0.0052 (4) N5B 0.0237 (5) 0.0282 (5) 0.0249 (5) −0.0014 (4) −0.0011 (4) 0.0062 (4) C1B 0.0211 (6) 0.0202 (5) 0.0214 (5) 0.0038 (4) 0.0051 (4) 0.0017 (4) C2B 0.0222 (6) 0.0177 (5) 0.0231 (6) 0.0054 (4) 0.0024 (4) 0.0024 (4) C3B 0.0265 (6) 0.0220 (6) 0.0286 (6) 0.0036 (5) −0.0052 (5) 0.0040 (5) C4B 0.0259 (7) 0.0384 (8) 0.0491 (9) 0.0114 (6) −0.0060 (6) 0.0020 (6) C5B 0.0417 (8) 0.0307 (7) 0.0311 (7) 0.0070 (6) −0.0101 (6) −0.0026 (6) C6B 0.0212 (6) 0.0212 (6) 0.0219 (6) 0.0026 (4) 0.0029 (4) 0.0006 (4) C7B 0.0317 (7) 0.0334 (7) 0.0396 (8) −0.0063 (6) −0.0143 (6) 0.0074 (6) C8B 0.0243 (7) 0.0490 (10) 0.0815 (14) 0.0017 (7) 0.0040 (8) 0.0148 (9) C9B 0.0708 (13) 0.0385 (9) 0.0495 (10) −0.0147 (8) −0.0227 (9) −0.0014 (7) C10B 0.0620 (12) 0.0555 (11) 0.0538 (11) −0.0152 (9) −0.0334 (9) 0.0199 (9) 
